H Titration experiments
Titration experiments were carried out in CD 3 OD at 298 K on a Bruker Avance 400 MHz spectrometer. Stock solution of the host 1 (10 mM) and guest 2-3 (200 mM) were prepared. After obtaining free-host spectrum of 1, aliquots of corresponding guest solution (containing 2 or 3) were added to the respective NMR tubes. Spectra were obtained after each addition.
Job plots had revealed a 1:1 binding stoichiometry. Therefore a simple 1:1 model was used for calculating the binding constant. Correlation coefficients between stability constants. Numbering as above
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Calculated chemical shifts 8,63E+00 8,35E+00 7,76E+00 7,50E+00 7,87E+00 7,66E+00 6,91E+00 7,22E+00 2,12E+00 2 8,64E+00 8,37E+00 7,78E+00 7,53E+00 7,88E+00 7,67E+00 6,94E+00 7,23E+00 2,11E+00 3 8,65E+00 8,38E+00 7,80E+00 7,55E+00 7,89E+00 7,67E+00 6,97E+00 7,23E+00 2,10E+00 4 8,65E+00 8,39E+00 7,82E+00 7,58E+00 7,89E+00 7,68E+00 6,99E+00 7,24E+00 2,09E+00
